Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.059; wR factor = 0.152; data-to-parameter ratio = 11.4.
The herbicide triflusulfuron-methyl (systematic name: methyl 2-{[4-dimethylamino-6-(2,2,2-trifluoroethoxy)-1,3,5-triazin-2-yl]carbamoylsulfamoyl}-3-methylbenzoate) and its degradation product triazine amine [systematic name: 2-amino-4-dimethylamino-6-(2,2,2-trifluoroethoxy)-1,3,5-triazine] form a triclinic 1:1 co-crystal of the title compound, C 7 H 10 F 3 N 5 OÁ-C 17 H 19 F 3 N 6 O 6 S, in which its two components are connected via a pair of complementary N-HÁ Á ÁN hydrogen bonds, similar to the monoclinic crystal structure of the parent compound triflusulfuron-methyl [Mereiter (2011) . Acta Cryst. E67, o1778-o1779] in which a pair of molecules related by a twofold axis are linked by two N-HÁ Á ÁN bonds. The triflusulfuron-methyl molecules of both crystal structures are similar in geometric parameters and conformation, which is due to stiffening by a short intramolecular N-HÁ Á ÁN bond [NÁ Á ÁN = 2.620 (4) Å ] and an intramolecular dipole-dipole interaction between the sulfamide and the carboxyl moieties, with O s Á Á ÁC c = 2.802 (5) Å and O c Á Á ÁN s = 2.846 (4) Å . Intermolecular N-HÁ Á ÁO hydrogen bonds and slippedstacking interactions between the diaminotriazine moieties [perpendicular distances of 3.25 Å within hydrogen-bonded tetramers and 3.27 Å between adjacent tetramers] link the two constituents of the co-crystal into columns parallel to the a axis. An intramolecular C-HÁ Á ÁO hydrogen bond occurs in the triflusulfuron-methyl molecule and intermolecular C-HÁ Á ÁO interactions between triflusulfuron-methyl molecules occur in the crystal structure. In the triflusulfuron-methyl molecule the dihedral angle between the least-squares planes of the two rings is 75.8 (1) . In the triazine molecule, the CF 3 group is partly orientationally disordered.
Related literature
For the crystal structure of the herbicide triflusulfuron-methyl, see: Mereiter (2011). For information on the synthesis and herbicidal properties of triflusulfuron-methyl, see: Moon (1989) ; Peeples et al. (1991) ; Wittenbach et al. (1994) . For general information on the herbicidal properties of triflusulfuron-methyl and its degradation product triazine amine, see: EFSA (2008).
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Moon, 1989; Peeples et al., 1991; Wittenbach et al., 1994) TA mentioned above; the planes are approximately parallel to either (111) or to its symmetry equivalent (111). A view of the resulting crystal structure seen along the a-axis, i.e. along the π-π-stacked columns, is given in Fig. 4 . Perpendicular to the a-axis the columns are held together by van der Waals forces and several unremarkable C-H···O interactions (Table   1 ). The a-axis is also the needle axis of the crystals. The hydrogen bonded dimer TFS and TA shown in Fig. 1 resembles closely the situation in CMTFS, where a pair of TFS molecules related by a twofold axis is linked via two complementary N-H···N bonds measuring N···N = 2.900 (1) Å (Mereiter, 2011). However, the further spatial arrangement of the molecules in CMTFS differs significantly from (I).
Concluding remark: Cocrystal formation of bioactive compounds is a field of research nowadays very actively pursued with the goal of achieving new solids with superior properties like crystallization propensity, improved chemical stability, solubility, dissolution rate, etc.. In case of the title compound the cocrystal formation is interesting, but is not desirable on following grounds: The triazine amine as one of the two components of the cocrystal of (I) has unwanted biocidal properties, and the cocrystal formation may probably impede the purification of triazine amine contaminated triflusulfuron-methyl by industrial batch crystallization.
In search of new crystal polymorphs a sample of technical triflusulfuron-methyl contaminated by some triazine amine (2-amino-4-(dimethylamino)-6-(2,2,2-trifluoroethoxy)-1,3,5-triazine) was dissolved in hot ethanol and boiled under reflux for 10 minutes. The solution was then cooled to room temperature and the solvent slowly evaporated within two days. Thin colorless needles of the title compound accompanied by larger crystals of triflusulfuron-methyl were obtained.
Refinement
H atoms were located in a difference Fourier map, placed in calculated positions (N-H = 0.88 Å, C-H = 0.95 -0.99 Å) and thereafter treated as riding. A torsional parameter was refined for each methyl group. U iso (H) = 1.2U eq (C,N) for CH, CH 2 , NH and NH 2 groups; U iso (H) = 1.5U eq (C) for CH 3 groups. The CF 3 group of the triazine amine molecule (C24, F4, F5, and F6) is disordered over two sets of sites in a 0.790 (5)/0.210 (5) ratio. In the final refinement both sets of sites were stabilized with three SADI 0.03 restraints of program SHELXL97 for the bonds C23-C24/C23-C24', for the C-F bonds, and for the internal F-F distances. The atoms of the subordinate set of sites were refined with isotropic displacement parameters fixed at U iso (C) = 0.031 and U iso (F) = 0.046 Å 2 corresponding to the U eq values of the corresponding dominant sites (mean value of F4, F5, F6 for F4', F5', F6').
Figures Fig. 1 . Asymmetric unit of (I) with displacement ellipsoids for the non-hydrogen atoms drawn at the 50% probability level. 
